Finding Precursor Compounds in Secondary Metabolism.
A precursor is a compound which is transformed to a class of functional molecules within short steps. It is an important process in the production of natural drugs to decide whether a given compound is a precursor or not. We present two strategies to select precursor compounds in the secondary metabolism of terpenoids: one is to find the packing of basic molecules in the given cyclic structure, and the other is to find the synthetic map of the given set of compounds. Both strategies play important roles in reproducing tracer experiments on a computer.